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Review of Conformational Searching Method for Protein-Ligand Molecular Docking

Chang Shan', Lu Xufeng', Wang Feng’

(1. Institute of Bioinformatics and Medical Engineering, School of Electrical and Information Engineering, Jiangsu University of
Technology, Changzhou, 213001, China; 2. School of Information Science & Engineering, Changzhou University. Changzhou.,
213164, China)

Abstract: Molecular docking technology is an effective approach to protein-ligand interactions and recogni-
tion. The near-native conformations generated in the interaction process are the lowest energy conforma-
tions, so it is pivotal for the protein-ligand docking to searching these conformations quickly and accurate-
ly. Here we reviewed the main conformational searching methods in protein-ligand docking, including the
exhaustive searching, heuristic searching and other searching strategies. Meanwhile, we listed the repre-
sentative docking programs by using these different searching strategies. Furthermore, we introduced the
international assessment of predicted interaction, the widely used testing benchmark and the evaluation
indexes in protein-ligand docking. Finally, we pointed out the existing major problems of the search
strategies in protein-ligand docking and gave a prospect for such field in the near future.
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